Abstract
reflux for 4 h. The mixture was allowed to cool to room temperature and poured into ice-water. The solid obtained was collected by filtration, dried and recrystallized from DMF to give pale-yellow crystals (Mp. 211−212°C; lit. Mp. 210°C [4] ) of the title compound (68%).
Experimental details
All hydrogen atoms were placed in calculated positions and refined using a riding model. Difference Fourier calculation indicated disorder in the tolyl methyl group and the group was refined with two positions rotated by 60°from each other (AFIX 123 instruction in SHELXL [3] ) The other methyl groups (AFIX 137) were allowed to rotate about the C-C bond and U iso values for all methyl groups were set to 1.5Ueq(C). The U iso values for the amine (AFIX 93), methylene (AFIX 23), aromatic hydrogens (AFIX 43) were set to 1.2Ueq(C, N).
Comment
Thiophene derivatives have been used as building blocks in drugs since they show various pharmacological activities such as antibacterial, anti-inflammatory, anticancer, and antiviral [5] [6] [7] properties. Compounds containing the 1,2,3-triazole moiety have also shown a variety of biological activities [8] [9] [10] . The asymmetric unit consists of one molecule. The methyltriazole-carbonyl-aminothiophene-carboxylate group (A) is planar with a maximum deviation of 0.124(2) Å from the least squares plane. With a twist of just 8.3(1)°, the phenylamine group is also almost co-planar with A, whereas the angle is 48.0(1)°for the tolyl group. The ethoxy group also deviates from the plane with a C18-C17-O3-C16 torsion angle of 86.4(3)°. In the crystal, the molecules pack in layers parallel to (101). For adjacent layers, the planes through A and the phenylamine groups are separated by about 3.65 Å.
